LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample : L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM0O82520MA .M
Title - SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

3.157 26 29 34 rvVB 25809 33529 0.94% 0.101%
3.781 132 135 139 rVB4 10187 13830 0.39% 0.042%
473 rVB 22041 35007 0.98% 0.105%
6.775 637 644 656 rvB2 125255 249427 6.97% 0.750%
6.934 665 671 685 rVB 392087 607409 16.98% 1.827%
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7.128 697 704 714 rVvV 462404 721004 20.15% 2.168%
7.239 718 723 729 rVB6 4703 9453 0.26% 0.028%
790 rBV 415180 671776 18.78% 2.020%
7.669 790 796 803 rvVv 104946 159398 4._46% 0.479%
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1 7.745 805 809 815 rvve 6517 11445 0.32% 0.034%
11 7.839 819 825 828 rvv6 6024 12020 0.34% 0.036%
12 8.298 896 903 914 rvv 350329 563464 15.75% 1.694%
13 8.404 914 921 928 rVB2 28691 53809 1.50% 0.162%

14 8.681 962 968 972 rVvV 247982 397394 11.11% 1.195%
15 8.733 972 977 992 rVB 524120 870700 24.34% 2.618%

16 8.886 997 1003 1008 rvv 23078 38207 1.07% 0.115%
17 8.928 1008 1010 1014 rvVvVv5 5106 8906 0.25% 0.027%
18 8.980 1016 1019 1025 rVB7 8628 15971 0.45% 0.048%
19 9.139 1042 1046 1051 rVB5 6446 13001 0.36% 0.039%
20 9.245 1060 1064 1067 rBV3 6418 9732 0.27% 0.029%
21 9.304 1070 1074 1082 rVB5 7692 14541 0.41% 0.044%
22 9.451 1092 1099 1104 rBvV 461385 747933 20.91% 2.249%
23 9.498 1104 1107 1116 rvv2 36464 69274 1.94% 0.208%
24 9.575 1116 1120 1125 rVVv7 5884 12386 0.35% 0.037%
25 9.633 1125 1130 1133 rVV5 4809 9225 0.26% 0.028%
26 9.675 1133 1137 1142 rVB 17831 25186 0.70% 0.076%
27 9.792 1150 1157 1162 rBV9 9860 17322 0.48% 0.052%
28 9.886 1165 1173 1176 rBVS8 6677 13418 0.38% 0.040%
29 9.986 1183 1190 1199 rBV 679694 1124735 31.44% 3.382%
30 10.157 1212 1219 1225 rBV6 18054 38598 1.08% 0.116%
31 10.275 1232 1239 1246 rVB6 25776 52547 1.47% 0.158%
32 10.357 1246 1253 1261 rBV 537710 881496 24.64% 2.651%
33 10.427 1261 1265 1271 rVB3 8978 13335 0.37% 0.040%
34 10.498 1271 1277 1285 rBV2 37602 67771 1.89% 0.204%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample : L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO82520MA .M
Title = SVOA CALIBRATION

35 10.669 1299 1306 1312 rVB7 11827 21746 0.61% 0.065%
36 10.733 1312 1317 1320 rBv4 7276 13056 0.36% 0.039%
37 10.922 1340 1349 1353 rBV2 9321 17071 0.48% 0.051%
38 11.004 1353 1363 1374 rVB 123480 234688 6.56% 0.706%
39 11.104 1374 1380 1385 rBV2 18475 33902 0.95% 0.102%
40 11.351 1418 1422 1430 rVBS8 5478 10772 0.30% 0.032%
41 11.569 1449 1459 1463 rBV9 8075 21636 0.60% 0.065%
42 11.874 1506 1511 1516 rBV3 11944 20003 0.56% 0.060%
43 11.951 1522 1524 1529 rVB3 8249 11471 0.32% 0.034%
44 12.492 1609 1616 1622 rBV2 18370 33830 0.95% 0.102%

45 12.592 1624 1633 1642 rBVY 178175 287616 8.04% 0.865%

46 12.845 1670 1676 1687 rVB 166716 231274 6.46% 0.695%

47 13.039 1704 1709 1715 rBV5 12138 18780 0.52% 0.056%
48 13.145 1723 1727 1732 rBV3 14433 21391 0.60% 0.064%
49 13.280 1746 1750 1754 rVV6 5010 8498 0.24% 0.026%
50 13.474 1778 1783 1787 rBV4 7163 11084 0.31% 0.033%

51 13.645 1806 1812 1817 rBV 1349735 1803472 50.41% 5.423%
52 13.692 1817 1820 1825 rVB 179067 230305 6.44% 0.693%

53 13.786 1831 1836 1845 rVB9 10254 26555 0.74% 0.080%
54 13.915 1851 1858 1867 rBV 1378453 1992371 55.69% 5.991%
55 14.039 1875 1879 1882 rBV5 10491 14533 0.41% 0.044%

56 14.092 1882 1888 1894 rBV 147562 206111 5.76% 0.620%
57 14.227 1904 1911 1918 rBV2 873666 1255550 35.09% 3.776%
58 14.439 1941 1947 1953 rBV 92696 160927 4_50% 0.484%

59 14.498 1955 1957 1964 rVB4 17816 25751 0.72% 0.077%
60 14.674 1983 1987 1990 rBvV4 5791 7649 0.21% 0.023%
61 14.827 2006 2013 2016 rvv4 29459 52144 1.46% 0.157%
62 14.857 2016 2018 2022 rVB2 30951 34228 0.96% 0.103%
63 14.915 2022 2028 2029 rBvV4 6490 9185 0.26% 0.028%
64 14.986 2034 2040 2045 rVvVv 48957 71393 2.00% 0.215%

65 15.068 2045 2054 2060 rVB2 244121 374284 10.46% 1.126%

66 15.227 2074 2081 2087 rBV 1859156 2555509 71.43% 7.685%

67 15.274 2087 2089 2095 rvv4 11773 16812 0.47% 0.051%
68 15.351 2095 2102 2113 rVV 598885 835548 23.35% 2.513%
69 15.462 2117 2121 2129 rVB2 21118 33556 0.94% 0.101%
70 15.598 2139 2144 2152 rVB2 37383 74332 2.08% 0.224%

71 15.686 2152 2159 2165 rBV 84810 115272 3.22% 0.347%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample : L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO82520MA .M
Title = SVOA CALIBRATION

72 15.821 2174 2182 2188 rBV 77810 104414 2.92% 0.314%
73 15.974 2204 2208 2210 rBV3 9785 10508 0.29% 0.032%
74 16.004 2210 2213 2217 rVV5 10651 18451 0.52% 0.055%
75 16.033 2217 2218 2222 rVV3 6045 8029 0.22% 0.024%
76 16.086 2225 2227 2231 rVB4 6258 8199 0.23% 0.025%
77 16.151 2234 2238 2244 rVB7 3898 8266 0.23% 0.025%
78 16.251 2251 2255 2260 rVB2 19522 28046 0.78% 0.084%
79 16.356 2264 2273 2276 rBV5 10195 20813 0.58% 0.063%
80 16.633 2316 2320 2331 rVB2 18772 39324 1.10% 0.118%
81 16.762 2336 2342 2344 rBV6 6565 9050 0.25% 0.027%

82 16.974 2370 2378 2388 rBV 1116813 1503014 42.01% 4_.520%
83 17.074 2388 2395 2405 rBV 2168910 3009163 84.11% 9.049%
84 17.280 2426 2430 2434 rVV 16165 19466 0.54% 0.059%
85 17.662 2490 2495 2504 rBV 71586 102854 2.87% 0.309%

86 17.827 2520 2523 2530 rBV9 7108 13427 0.38% 0.040%
87 17.898 2530 2535 2542 rVV2 87771 132078 3.69% 0.397%
88 17.962 2542 2546 2553 rVB 25766 45321 1.27% 0.136%
89 18.103 2563 2570 2573 rBV3 13799 22376 0.63% 0.067%
90 18.133 2573 2575 2580 rVB6 5354 7458 0.21% 0.022%
91 18.474 2629 2633 2637 rVB7 5406 9099 0.25% 0.027%
92 18.592 2650 2653 2656 rVB3 6630 7681 0.21% 0.023%
93 19.009 2720 2724 2728 rBV 23734 30253 0.85% 0.091%
94 19.186 2750 2754 2759 rBV7 26514 39411 1.10% 0.119%
95 19.262 2763 2767 2771 rVB 22952 33785 0.94% 0.102%

96 19.374 2780 2786 2794 rBV 2721855 3577727 100.00% 10.759%
97 20.915 3044 3048 3055 rBvV 230834 306840 8.58% 0.923%
98 21.174 3087 3092 3098 rBV 1288404 1530159 42.77% 4.601%
99 23.221 3433 3440 3446 rBV 1563668 2764627 T77.27% 8.314%
100 23.356 3457 3463 3474 rVB 757406 1368775 38.26% 4.116%

Sum of corrected areas: 33254168
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample - L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082520MA .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

TIC: BM027294.D

316 3.78 Gd. AL 06HURRGTR. 9 2.101.35.57

VAR Z\

Abundance

2500000

2000000

1500000

1000000

500000

[0}

TIC: BM027294.D
19,37

17.07

15.23

13.643.92

16.97

12.592.84

Time-->
Abundance TIC: BM027294.D

2500000

2000000 23.22

1500000 21.17

3.36
1000000
SOOOOO:ﬁW Nn A
O L e o o o L i e e I LA A o o o e I LA e e s o o o o R

Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample - L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082520MA .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

7.67 4.75 ng/ul 159398 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 l1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 74
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64

Abundance Scan 796 (7.669 min): BM027294.D (-790) (-) m/z 57.10 100.00%
g7 q
5000 41
70
83
98 7.40 7.60 7.80 8.00
o ,.-:|'..,-|!...',..“:2:,....,....,....,....,?97.. m/z 41.10 44.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 7.40 7.60 7.80 8.00
29 70 g3 m/z 70.10 33.79%
0! 18 ||. || %8 1].'2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
7.40 7.60 7.80 8.00
5000 41 m/z 55.10 33.09%
29 0 8
15 98 112
e N S LA UL LS DAL IR S WAL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13667: 1-Hexanol, 2-ethyl-
57 7.40 7.60 7.80 8.00
m/z 43.10 27 .97%
5000
- 4l 70 83
98
112
T T Y 0 O Y Wl
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample - L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082520MA .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Phenol, 2-methoxy- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

8.68 11.83 ng/ul 397394 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 95
2 Ethanone. 1-(1l-cvclohexen-1-vI)- 124 C8H120 000932-66-1 80
3 Phenol. 2-methoxv- 124 C7H802 000090-05-1 70
4 Phenol. 2-methoxv- 124 C7H802 000090-05-1 70
5 Mequinol 124 C7H802 000150-76-5 60

Abundance Scan 968 (8.681 min): BM027294.D (-962) (-) m/z 81.00 100.00%
g1 109
124
5000
53 R I L R AU
39 65 95 921 8.40 8.60 8.80 9.00
ol S Y M S MY MMM MMM m/z 109.00 92.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10417: Phenol, 2-methoxy-
109
124
81
5000 UL A R R
8.40 8.60 8.80 9.00
53 m/z 124.00 66.03%
ol 15 21 e 95
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81
109 RSN A R R
43 124 8.40 8.60 8.80 9.00
5000 m/z 53.10 19.90%
o 15 27 55 67 95
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10418: Phenol, 2-methoxy- A EE e AS RERannae
81 109 8.40 8.60 8.80 9.00
124 m/z 52.00 11.88%
5000
27 53
\‘ ig \“\ ?\5 ! 95 | |
G R S L UL B B S S L R U I A R IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample - L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082520MA .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Benzothiazole Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.00 5.32 ng/ul 234688 Naphthalene-d8 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 Benzothiazole 135 C7H5NS 000095-16-9 94
3 Benzothiazole 135 C7H5NS 000095-16-9 94
4 3-Allvlbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 72
5 Adenine 135 C5H5N5 000073-24-5 59
Abundance Scan 1362 (10.998 min): BM027294.D (-1353) (-) m/z 135.00 100.00%
135
5000 6 108 /\\
5 55 | %o o | 1050 1080 100 1% T
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #15454: Benzothiazole
135
5000 R AL DU UL B
108 10. 60 10 80 11. 00 11. 20 11. 40
69 m/z 69.00 33.16%
45 58 | 82
C....|.2.7.."'|.|.'.'.I|'|....|..%3.|....|...' .
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
135
Pt o e
10. 60 10 80 11. 00 11.20 11.40
5000 m/z 82.00 14 .83%
108
69
82
o7 45 58 93
e L UL U UL W WL S B WL B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #15456: Benzothiazole
135 10.60 10.80 11.00 11.20 11.40

m/z 63.00 13.67%

5000
108
13 26 1l 4"5\ \5‘8\‘ ‘ ‘
ol ,....,....,....,....,....,. A e

m/z--> 20 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample - L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082520MA .M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

4 2,2,4-Trimethyl-1,3-pentane...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.59 4.58 ng/ul 287616 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
2 Propanoic acid. 2-methvl-, 2.2-d... 216 C12H2403 074367-33-2 59
3 Butanoic acid. 1l-methvloctvl ester 214 C13H2602 069727-42-0 53
4 Butanoic acid. 1l-methvlpropvl ester 144 C8H1602 000819-97-6 53
5 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 074367-34-3 47

Abundance Scan 1633 (12.592 min): BM027294.D (-1624) (-) m/z 71.10 100.00%
!
43
5000
83
| m gf 11 0143 173 007 12.20 12.40 12.60 12.80 13.00
0 ,....l,-.-..-., P TR0 Sl e N AN m/z 43.05 55.62%
miz--> 20 80 100 120 140 160 180 200 220 240
Abundance #132814. 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
7
43
5000
12.20 12.40 12.60 12.80 13.00
56 m/z 83.10 33.77%
o 0| LT %8111 17 143 159173185108 215 243
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 12.20 12.40 12.60 12.80 13.00
5000 m/z 41.05 24.89%
56
83
o % 111 143 173
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72698: Butanoic acid, 1-methyloctyl ester
7 12.20 12.40 12.60 12.80 13.00
m/z 56.10 22 .59%
5000 43
55
29 gg 115
O,JL.W.”,.H.WNH,”J.%Z...” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample - L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082520MA .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Butanoic acid, butyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.85 3.68 ng/ul 231274 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 64
2 Propanoic acid. 2-methvl-., hexvl._.. 172 C10H2002 002349-07-7 64
3 Propanoic acid. 2-methvl-., 2-eth._.. 216 C12H2403 074367-31-0 56
4 Butanoic acid. hexvl ester 172 C10H2002 002639-63-6 50
5 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 074367-34-3 50
Abundance Scan 1677 (12.851 min): BM027294.D (-1670) (-) m/z 71.05 100.00%
!
43 89
5000

12.60 12.80 13.00 13.20

0 m/z 89.10 61.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20897: Butanoic acid, butyl ester
n
43 89
5000 LA B L L L L L LB
27 12.60 12.80 13.00 13.20
7 m/z 43.05 57.78%
ol 12 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
12.60 12.80 13.00 13.20
5000 71 89 m/z 56.10 54 _.78%
27 || 57
0 115129 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74085: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexyl ...
71 89 12.60 12.80 13.00 13.20
m/z 41.05 30.44%
56
5000
4
143
0....,...4....,....“..??9,%??.“... N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample - L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082520MA .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Apocynin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.09 3.28 ng/ul 206111 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Apocvnin 166 C9H1003 000498-02-2 95
2 Apocvnin 166 C9H1003 000498-02-2 95
3 Ethanone. 1-TI4-(methvithio)phenvl1l- 166 C9H100S 001778-09-2 80
4 4-Acetoxv-3-methoxvacetophenone 208 C11H1204 054771-60-7 78
5 Stibine, trimethyl- 166 C3H9Sb 000594-10-5 78
Abundance Scan 1888 (14.092 min): BM027294.D (-1882) (-) m/z 151.00 100.00%
31
5000 166
123 Y 1 G
43 65 99 oo 108 13.80 14.00 14.20 14.40
o 13 207 281 | "m/z 166.00 44.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35596: Apocynin
1!:
5000 L I UL SRS UL
166 13.80 14.00 14.20 14.40
08m3 m/z 123.00 24 . 71%
0 1|5 29 || A 6||| |I? 93 | | 137
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280
Abundance
151
13.80 14.00 14.20 14.40
5000 166 m/z 108.00 12.99%

" 123
oL.15 29 65 80 94108 137

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #35803: Ethanone, 1-[4-(methylthio)phenyI]- B R R B e

151 13.80 14.00 14.20 14.40
m/z 65.00 10.71%
166
5000
45 123
79 108
0 .”,...uﬂ.h.??i.ﬁp.g?,.l”,[.%?K.b.,n.” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090120\
Data File : BM027294.D

Aca On : 01 Sep 2020 12:51

Operator : JU/CG

Sample - L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082520MA .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.92 4.01 ng/ul 306840 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 3049 (20.921 min): BM027294.D (-3044) (-) m/z 69.10 100.00%

20. 60 2080 21. 00 21 20
250 281
okt AL ‘l‘l ...,l..'..,.-..u.,.3.2.6.?5.6...,..42]9. m/z 83.05 92.33%

m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
a7 83
5000 Hi

20.60 20.80 21.00 21.20
m/z 97.05 87.07%

9, 97
43
5000
1125 207 e

29
ol L. b 1 ,197 195 222 250 280 308 336
A A I B B e e e e e e e o I o
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69
97 20.60 20.80 21.00 21.20
5000 m/z 57.05 85.32%
121
o 153 181 224 250 297
S L e e e e e LS o B o e o o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecy! trifluoroacetate
57 20.60 20.80 21.00 21.20
97 m/z 55.00 77.82%
5000
125
29
o | | I J\‘ 154 182 224 252 297 348
O BB e e et L B e e o BN e o
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090120\
Data File : BM027294.D

Acq On : 01 Sep 2020 12:51

Operator : JU/CG

Sample - L3843-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082520MA .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Hexanol, 2-ethyl- 7.67 4.8 ng/ul 159398 1 7.59 671776 20.0
Phenol, 2-methoxy- 8.68 11.8 ng/ul 397394 1 7.59 671776 20.0
Benzothiazole 11.00 5.3 ng/ul 234688 2 10.36 881496 20.0
2,2,4-Trimethyl-1_.. 12.59 4.6 ng/ul 287616 3 14.23 1255550 20.0
Butanoic acid, bu... 12.85 3.7 ng/ul 231274 3 14.23 1255550 20.0
Apocynin 14.09 3.3 ng/ul 206111 3 14.23 1255550 20.0
n-Tetracosanol-1 20.92 4.0 ng/ul 306840 5 21.17 1530160 20.0
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